Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.007 Å; R factor = 0.058; wR factor = 0.134; data-to-parameter ratio = 16.4.
The asymmetric unit of the title compound, C 22 H 27 FN 2 O 2 , a (À)-S-meptazinol derivative, contains two molecules. The azepane ring adopts a similar twist chair form in both molecules, while the dihedral angles between the two benzene rings are 88.17 (14) and 89.93 (14) in the two molecules. The absolute configuration of the molecule was determined from the synthetic starting material. The crystal structure is stabilized by classical intermolecular N-HÁ Á ÁO hydrogen bonds. Table 1 Hydrogen-bond geometry (Å , ). compound in order to study the relationship between its structure and AChE inhibitory activity.
Related literature
The molecular structure of the title compound presented on Fig. 1 . The asymmetric unit has two molecules. The azepane ring adopts a similar twist chair form in both molecules. The dihedral angle between of two benzene rings is 88.17 (14)°a nd 89.93 (14)° in the first and second molecules respectively. The crystal structure is stabilized by classical intermolecular hydrogen bonds -N3-H3A···O3 i and N1-H1···O1
ii . Symmetry codes:
The absolute configuration of the azepane ring atom is C14(S), since the title compound was synthesized from (-)-S-meptazinol by esterification of the phenol group, which does not interfere with the chiral center C14.
Experimental
(-)-Meptazinol (200 mg, 0.86 mmol) was dissolved in anhydrous ether (5 ml) and a piece of Na metal (approximately 10 mg) was added. The mixture was stirred at room temperature for 30 min. Then 4-fluorophenylisocyanate (230 mg, 1.72 mmol) was added. The reaction mixture was continuously stirred for 4 h at room temperature and monitored by TLC. The precipitate was filtered off and the filtrate was evaporated to give yellow oil. The 10 ml H 2 O was added and pH of the aqueous layer was adjusted to 3 by 1N HCl, washed with Et 2 O, and then pH was adjusted to 10 by saturated Na 2 CO 3 aqueous solution. The resulting precipitate was filtered and washed with water three times. A white solid (yield 200 mg, 65.5%) was obtained. Single crystals suitable for X-ray analysis were obtained by slow evaporation of an acetonitrile solution.
Refinement
All H atoms were placed in the idealized positions with C-H = 0.93-0.96Å, and N-H = 0.86Å. The U iso (H) = 1.2-1.5
The 3164 Friedel pairs were merged in crystal refinement procedure.
Figures Fig. 1 . The molecular structure of title compound with the atom numbering scheme. The displacement ellipsoids are drawn at the 50% probability level. H atoms are presented as a small spheres of arbitrary radius. 
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